Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.049; wR factor = 0.108; data-to-parameter ratio = 12.9.
In the title compound, [Mo(C 44 H 28 N 4 )(NO 3 )O]ÁC 6 H 6 , the porphyrin ring is centrosymmetric. The Mo atom, oxide ion and nitrate ion are equally disordered over two sites, such that the Mo atom is displaced by 0.366 (1) Å towards the oxide ion from the 24-atom mean plane of the porphyrin, and also makes a long Mo-O bond to a nitrate O atom. A centrosymmetric benzene solvent molecule is situated between adjacent porphyrin molecules.
Related literature
For the structure of (TPP)Mo(O)(ONO 2 ) (TPP is the tetraphenylporphyrinate dianion) with CH 2 Cl 2 as the solvate, see: Okubo et al. (1999) Table 1 Selected bond lengths (Å ). 
Comment
In this paper, we report the structure of the title compound, (I), a six-coordinate nitrate molybdenum(V)-oxo tetraphenylporphyrin with benzene as solvate, and the new approach to synthesize the compound using oxochloromolybdenum tetraphenylporphyrin as the precursor. The structure of the related compound with CH 2 Cl 2 as solvate has been reported pre-
The molecular structure of (I) is shown in Fig. 1 . Both the metal complex and the benzene molecule were found to sit on a crystallographic center of symmetry. The porphyrin core of the compound has a slight wave shape. The Mo atom is displaced by 0.366 (1) Å from the 24-atom mean porphyrin plane toward the oxo ion. The nitrate ligand binds to the molybdenum atom through one of its oxygen atoms. Selected bond lengths are given in Table 1 
Refinement
The H atoms were positioned geometrically (C-H = 0.95 Å) and refined as riding with U iso (H) = 1.2U eq (C). The metal, the oxo ion and the nitrate group are disordered by 50% across the center of symmetry.
Figures Fig. 1 . The molecular structure of (I) with displacement ellipsoids drawn at the 30% probability level (H atoms omitted for clarity). The unlabelled atoms of the complex and the benzene molecule are generated by the symmetry operations (1-x, 1-y, 1-z) and (-x, -y, 1-z), respectively. 
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